Calix [n]arenes are macrocyclic molecules made of «-phenol units connected by ortho methylene groups [2, 3] . Calix[4]arenes are the simplest and most common compounds of this family with four phenolic residues in the macrocyclic ring. These molecules and their derivatives have been extensively studied for their interesting properties, e.g. being hosts to cations, anions and neutral molecules, and for the formation of supramolecular assemblies [4] . In the solid state, the cone conformation is exclusively observed for calix [4] arene with free OH-groups [5] . Calix[4]arenes in which one or more of the phenoxyl groups on the lower rim are replaced by other groups can then take different conformations, especially exist in the partial cone conformation [2, 5] . The X-ray diffraction analysis of 5,17-dibromo-25,27-dimethoxy-26-benzoyloxy-28-hydroxycalix[4]arene shows that the compound takes a partial cone conformation (figure, top). The phenyl rings with OH and CH3O groups project upward relative to the average plane defined by bridge methylene groups, but the phenyl ring connected with the benzoyl group projects downward. The dihedral angles between the two phenyl planes with methoxyl groups is 35.6°. An interesting fact is that the benzoyl group inserts in the cavity of the calix[4]arene compound (figure, bottom). Because of steric hindrance, the benzoyl group is strongly twisted with respect to the attached phenyl ring, and appears almost perpendicular to the phenyl rings containing bromine atoms and parallel to those with methoxyl groups. The dihedral angles are 95.6° and 95.4° between the benzoyl plane and the formers, and 18.1° and 18.4° between that and the latters, respectively. In addition, the distances in space of C12-C31 and C31--C26 are 3.453 A and 3.557 A, and the angle of C12-C31-C26 is 164.6° (figure, bottom). It is well known that the distance in space between every two molecular layers in graphite is about 3.4 A, so it is possible that there are π-π interactions to some extent between the C12 (or C26) and C31 atoms. This may be the key reason why the large benzoyl group can enter the cavity of the compound to form the stable partial cone conformation. The R values are somewhat large and the NgJNpanm. ratio small which is often observed for this kind of macrocyclic compounds. 
. Data collection and handling. 
Source of material
Selective bromination of 25,27-dimethoxy-26,28-dihydroxycalix [4] arene in chloroform afforded 5,17-dibromo-25,27-dimethoxy-26,28-dihydroxycalix [4] arene [1] . Then one phenoxyl group was selectively benzoylated by slowly adding benzoyl chloride (3 mL) to the calix [4] arene (0.6 g) in pyridine (25 mL).
The mixture was stirred in ice bath for 24 hours and then filtrated. The excess distilled water was poured into the filtrate to get the pale yellow crude product (0.43 g). After recrystallization from chloroform/methanol, suitable colorless crystals of the title compound were obtained. 
